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The title compound, C 16 H 14 C1 2 0 4 S, was obtained by the 
reaction of eugenol (4-allyl-2-methoxyphenol) and 3,4- 
dichlorobenzenesulfonyl chloride. The dihedral angle between 
the benzene rings in the molecule is 40.53 (4)°. No significantly 
short intermolecular contacts are observed in the crystal 
structure. 

Related literature 

For the synthesis of eugenol derivatives, see: Sadeghian et al. 
(2008). For a related structure, see: Ma et al. (2010). 



Triclinic, PI 
a = 8.8694 (8) A 
b = 9.7501 (9) A 
c = 10.3796 (11) A 
a = 83.369 (2)° 
/3 = 76.196 (1)° 
y = 80.038 (1)° 

Data collection 

Bruker SMART APEX CCD area- 
detector diffractometer 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 

r mi „ = o.soi, r m „ = 0.860 

Refinement 

R[F 2 > 2a(F 2 )] = 0.048 

wR(F 2 ) = 0.140 

S = 1.02 

2967 reflections 



V = 855.95 (14) A 3 
Z = 2 

Mo Ka radiation 
jU = 0.52 mm -1 
T = 298 K 

0.45 x 0.40 x 0.30 mm 



4290 measured reflections 
2967 independent reflections 
1762 reflections with / > 2a(l) 
R m , = 0.017 



209 parameters 

H-atom parameters constrained 
Ap max = 0.36 e A~ 3 
Ap mi „ = -0.33 e A~ 3 



Data collection: SMART (Bruker, 2001); cell refinement: SAINT 
(Bruker, 2001); data reduction: SAINT; program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
SHELXTL (Sheldrick, 2008); software used to prepare material for 
publication: SHELXTL. 
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Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: BH2390). 




Experimental 

Crystal data 
C16H14CI2O4S 




CI 



CI 



M r = 373.23 
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Comment 

In this paper, we present the structure of the title compound (Fig. 1), which was synthesized by the reaction of eugenol and 
3,4-dichlorobenzenesulfonyl chloride (Sadeghian et ah, 2008). We previously reported a compound of this type (Ma et al, 
2010). In the molecular structure, the bond lengths and angles are normal and the dihedral angle between the aromatic rings 
is 40.53 (4)°. The crystal packing exhibits no significantly short intermolecular contacts. 

Experimental 

492 mg of eugenol (3 mmol), triethylamine (4 mmol), 3,4-dichlorobenzenesulfonyl chloride (3 mmol), and 40 ml of di- 
chloromethane were mixed in a 100 ml flask. After 2 h under stirring at 278 K, the crude product was obtained. The crystals 
were obtained by recrystallization from methanol. 

Refinement 

The positions of all H atoms were fixed geometrically and C — H bond lengths fixed to 0.93 (aromatic CH), 0.96 (methyl 
CH3) or 0.97 A (methylene CH2). Isotropic displacement parameters for H atoms were fixed to (7j S0 (H7x) = 1.5£/ e q(C7) 
and (7i S0 (H) = 1.2{/ e q(carrier C) for other H atoms. 



Figures 




Fig. 1. The molecular structure of the title molecule. Displacement ellipsoids are drawn at the 
30% probability level. 



Fig. 2. Packing diagram. 
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4-Allyl-2-methoxyphenyl 3,4-dichlorobenzenesulfonate 







C16H14O204S 


2 = 2 


M r = 373.23 


P(000) = 384 


Triclinic, PI 


D x = 1.448 MgnT 3 


Hall symbol: -P 1 


Mo Ka radiation, X = 0.71073 A 


a = 8.8694 (8) A 


Cell parameters from 1336 reflections 


6 = 9.7501 (9) A 


9 = 2.8-23.7° 


c= 10.3796 (11) A 


li = 0.52 mm 1 


a = 83.369 (2)° 


T=298K 


P = 76.196(1)° 


Prism, colourless 


y= 80.038 (1)° 


0.45 x 0.40 x 0.30 mm 


V= 855.95 (14) A 3 





Data collection 



Bruker SMART APEX CCD area-detector 
diffractometer 

Radiation source: fine-focus sealed tube 

graphite 

co and cp scans 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 
T min = 0.801, r max = 0.860 
4290 measured reflections 



2967 independent reflections 

1762 reflections with / > 2c(i) 
^=0.017 

Qmax = 25.0°, 0 m j n = 2.8° 

/; = -10^9 

k=-n->u 
i=-9->n 



Refinement 

Refinement on F 
Least-squares matrix: full 
R[F 2 > 2o(F 2 )] = 0.048 
wR(F 2 ) = 0.140 
S= 1.02 

2967 reflections 
209 parameters 
0 restraints 
0 constraints 



Primary atom site location: structure-invariant direct 
methods 

Secondary atom site location: difference Fourier map 
Hydrogen site location: inferred from neighbouring 
sites 



H-atom parameters constrained 



w = l/[a 2 CFo 2 ) + (0.0575P) 2 - 
where P = (F D 2 + 2F c 2 )/3 
(A/o) max = 0.001 
Apmax = 0.36 e A~ 3 
Ap m i„ = -0.33 e A~ 3 



0.440 IP] 



Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A ) 
x y z U iso */U e0l 
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